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2018-Present 

Wen, P-C; Vanegas, JM; Rempe, SB; and E Tajkhorshid. 2018. Probing key elements of teixobactin-lipid II interactions in 

membrane.  Chem. Sci. 9:6997-7008. 

Fu, Y; Jiang, Y-B; Dunphy, D; Xiong, H; Coker, E; Chou, S; Zhang, H; Vanegas, J; Croissant, J; Cecchi, JL; Rempe, SB 

and CJ Brinker. 2018. Ultra-thin enzymatic liquid membrane for CO2 separation and capture.  Nat. Commun. 9:990 

(accompanied by News & Views in Nature Energy (2018) 3:359-60).   

Vermaas, JV; Rempe, SB; and E Tajkhorshid. 2018. Electrostatic lock in the transport cycle of the multi-drug resistance 

transporter EmrE. Proc. Nat. Acad. Sci. USA 115:E7502-11 (accompanied by Commentary in PNAS (2018) 115:8060-62). 

Muraldiharan, A; Chaudhari, MI; Pratt, LR. and Rempe, SB. 2018. Molecular dynamics of lithium ion transport in a 

model solid electrolyte interphase. Sci. Rep. 8:10736. 

Muralidharan, A; Chaudhari, MI; Pratt, LR; and SB Rempe. 2018. Quasi-chemical theory with cluster sampling from ab 

initio molecular dynamics: Fluoride (F-) hydration.  J. Phys. Chem. A (invited for special issue “William P. Reinhardt 

Festschrift”). 

Ma, P; Cardenas, AE; Chaudhari, MI; Elber, R; and SB Rempe. 2018. Probing translocation in mutants of the anthrax 

channel: Atomically detailed simulations with milestoning.  J. Phys. Chem. B 122:10296-305. 

Percival, S; Small, L; Spoerke, E; Rempe, SB. 2018.  Polyelectrolyte layer-by-layer deposition on nanoporous supports for 

ion-selective membranes.  RSC Adv. 8:32992-99. 

Fan, C; Jiang, G; Tian, Y.; Gao, Y.; Rempe, SL; and YB Jiang. 2018. Achieving uniform and conformal ALD coatings on 

sub-10 nm pores using dual-stage exposure/purge at optimized growth temperatures.  MRS Adv. 351:1-7. 

Alaie, S; Ghasemi Baboly, M; Jiang, YB; Rempe, SB; Anjum, D; Chaieb, S; Donovan, B; Giri, A; Szwejkowski, C; 

Gaskins, J; Elahi, M; Goettler, D; Braun, J; Hopkins, P; and Z Leseman. 2018.  Reduction and increase in thermal 

conductivity of Si irradiated with Ga+ via focused ion beam.  ACS Appl. Mater. Interfaces 10:37679-84. 

Gao, A; Tan, L; Chaudhari, MI; Asthagiri, D; Pratt, LR; Rempe, SB; and JD Weeks. 2018.  The role of solute attractive 

forces in the atomic-scale theory of hydrophobic effects.  J. Phys. Chem. B 122:6272-76.  

Muralidharan, A; Pratt, LR; Hoffman, GG; Chaudhari, MI; and SB Rempe. 2018. Molecular simulation results on charged 

carbon-nanotube forest supercapacitors. ChemSusChem. 11:1927-32 (invited).  

Fan, C; Jiang, G; Tian, Y; Gao, Y; Rempe, SL, and YB Jiang. 2018. Achieving uniform and conformal ALD coatings 

on sub-10nm pores using dual-stage exposure/ purge at optimized growth temperatures. MRS Advances, 351:1-7. 

 

Chaudhari, MI and SB Rempe. 2018. Strontium and barium in aqueous solution and a potassium channel binding site. J. 

Chem. Phys. 148:222831 (invited for Special Topic Issue on Ions in Water). 

 

Baker, CA; Schudel, B; Chaudhari, MI; Wu, K; Dunford, DE; Rempe, SB; and AV Hatch. 2018. Nanoporous hydrogels 

for the observation of anthrax exotoxin translocation dynamics. ACS Appl. Mater. Interfaces 10:13342-49. 

 

Muralidharan, A.; Pratt, L.R; Chaudhari, MI; and SB Rempe. 2018. Comparison of single-ion molecular dynamics 

https://pubs.rsc.org/en/content/articlepdf/2018/sc/c8sc02616e
https://pubs.rsc.org/en/content/articlepdf/2018/sc/c8sc02616e
https://www.nature.com/articles/s41467-018-03285-x
https://www.nature.com/articles/s41560-018-0146-8
http://www.pnas.org/content/pnas/early/2018/07/18/1722399115.full.pdf
http://www.pnas.org/content/pnas/early/2018/07/18/1722399115.full.pdf
http://www.pnas.org/content/115/32/8060
https://www.nature.com/articles/s41598-018-28869-x
https://www.nature.com/articles/s41598-018-28869-x
http://10.0.3.253/acs.jpca.8b0847
http://10.0.3.253/acs.jpca.8b0847
https://pubs.acs.org/doi/abs/10.1021/acs.jpcb.8b08304
https://pubs.acs.org/doi/abs/10.1021/acs.jpcb.8b08304
https://pubs.acs.org/doi/full/10.1021/acs.jpcb.8b01711
https://pubs.acs.org/doi/full/10.1021/acs.jpcb.8b01711
https://onlinelibrary.wiley.com/doi/abs/10.1002/cssc.201800323
https://onlinelibrary.wiley.com/doi/abs/10.1002/cssc.201800323
https://aip.scitation.org/doi/full/10.1063/1.5023130
https://pubs.acs.org/doi/10.1021/acsami.8b01871
https://pubs.acs.org/doi/10.1021/acsami.8b01871
https://aip.scitation.org/doi/full/10.1063/1.5023121
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in common solvents. J. Chem. Phys. 148:222821 (invited to Special Topic Issue on Ions in Water). 

 

Vanegas, J; Heinrich, F; Rogers, DM; Carson, B; La Bauve, S; Vernon, BC; Akgun, B; Satja, S; Zheng, A; Kielian, 

M; Rempe, SB; and MS Kent. 2018. Insertion of Dengue E into lipid bilayers by neutron reflectivity and molecular 

dynamics simulations. BBA: Biomembranes 1860:1216-1230. 

 

Chaudhari, MI; Muralidharan, A.; Pratt, LR; and SB Rempe. 2018. Assessment of simple models for molecular 

simulation of ethylene carbonate and propylene carbonate as solvents for electrolyte solutions. Top. Curr. Chem. (Z) 

376:7 (invited review for Special Issue on Modeling Electrochemical Energy Storage at the Atomic Scale, ed. Martin 

Korth, Springer). 

 

Chaudhari, MI; Pratt, LR; and SB Rempe. 2018. Utility of chemical computations in predicting solution free energies 

of metal ions. Mol. Simul. 44:110-116 (invited Special Issue "Proceedings of the 4th International Conference on 

Molecular Simulation"). 

https://aip.scitation.org/doi/full/10.1063/1.5023121
https://link.springer.com/article/10.1007/s41061-018-0187-2
https://link.springer.com/article/10.1007/s41061-018-0187-2
https://link.springer.com/journal/41061/topicalCollection/AC_5cc91fc9851892eef02772435d2af3bd/page/1
https://www.tandfonline.com/doi/full/10.1080/08927022.2017.1342127
https://www.tandfonline.com/doi/full/10.1080/08927022.2017.1342127
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2015-2017 
 

Ma, P; Cardenos, A.; Chaudhari, MI; Elber, R.; and SB Rempe. 2017. The impact of protonation on early translocation 

of anthrax lethal factor: Kinetics from molecular dynamics simulations and milestoning theory. J. Am. Chem. Soc. 

139:14837-14840. 

 

Chaudhari, MI; Rempe, SB; and LR Pratt. 2017. Quasi-chemical theory of F-(aq): The `no split occupancies rule' 

revisited. J. Chem. Phys. 147:161728 (invited; Special Topic on From Quantum Mechanics to Force Fields with Guest 

Editors Ken Jordan and Jean-Philip Piquemal). 

 

Chaudhari, MI; Pratt, LR; and SB Rempe. 2017. Utility of chemical computations in predicting solution free energies of 

metal ions. Mol. Simul. 44:110-116 (invited special issue on Proceedings of the 4th International Conference on 

Molecular Simulation). 

VanGordon, MR; Gyawali, G; Rick, SW; and SB Rempe. 2017. Atomistic study of intramolecular interactions in the 

closed-state channelrhodopsin chimera, C1C2. Biophys. J. 112:945-952. 

Stevens, MJ and SLB Rempe. 2016. Ion-specific effects in carboxylate binding. J. Phys. Chem. B 120:12519-12530. 

 

Chaudhari, MI; Pratt, LR; Soto, F; Balbuena, P; and SB Rempe. 2016. Scaling atomic partial charges of carbonate 

solvents for lithium ion solvation and diffusion. J. Chem. Theory Comput. 12:5709-5718. 

 

La Bauve, S; Vernon, BC; Ye, D; Rogers, DM; Siegrist, CM; Carson, B; Zheng, A; Rempe, SB; Kielian, MC; Shreve, AP; 

Kent, MS. 2016. Method for measuring the unbinding energy of strongly-bound membrane-associated proteins. BBA: 

Biomembranes 1858:2753-2762.  

 

Pratt, LR, Chaudhari, MI and SB Rempe. 2016. Statistical analyses of hydrophobic interactions: A mini-review. J. Phys. 

Chem. B 120:6455-6460 (invited). 

 

You, X; Chaudhari, MI; Rempe, SB; and LR Pratt. 2016. Dielectric relaxation of ethylene carbonate and propylene 

carbonate from molecular dynamics simulations. J. Phys. Chem. B 120:1849-53 (invited Bruce Garrett Festschrift). 

 

Chaudhari, MI; Rempe, SB; Asthagiri, D; Tan, L; and LR Pratt. 2016. Molecular theory and the effects of solute 

attractive forces on hydrophobic interactions. J. Phys. Chem. B 120:1864-70 (invited Bruce Garrett Festschrift). 

 

You, X; Chaudhari, MI; Rempe, SB; and LR Pratt. 2015. Dielectric properties of ethylene carbonate and propylene 

carbonate using molecular dynamics simulations. ECS Trans. 69:107-111. 

 

Anishkin, A; Vanegas, J.; Rogers, DM; Lorenzi, PL; Chan, WK; Purwaha, P; Weinstein, J; Sukharev, S; and SB Rempe. 

2015. Catalytic role of the substrate defines specificity of therapeutic L-asparaginase. J. Mol. Bio. 427:2867-85. 

 

Chaudhari, MI; Soniat, M; and SB Rempe. 2015. Octa-coordination and the aqueous Ba2+ ion. J. Phys. Chem. B 

119:8746-53. 

 

Soniat, M; Rogers, DM; and SB Rempe. 2015. Dispersion- and exchange-corrected density functional theory for 

sodium ion hydration. J. Chem. Theory Comput. 11:2958-67. 

 

Leung, K; Chaudhari, MI; Rempe, SB; Fenton, KR; Pratt, HD; Staiger, CL: and G. Nagasubramanian. 2015. Density 

functional theory and conductivity studies of boron-based anion receptors. J. Electrochem. Soc. 162:A1927-34. 

https://pubs.acs.org/doi/full/10.1021/jacs.7b07419
https://pubs.acs.org/doi/full/10.1021/jacs.7b07419
https://aip.scitation.org/doi/full/10.1063/1.4986244
https://aip.scitation.org/doi/full/10.1063/1.4986244
https://www.sciencedirect.com/science/article/pii/S0006349517301443
https://www.sciencedirect.com/science/article/pii/S0006349517301443
https://pubs.acs.org/doi/full/10.1021/acs.jpcb.6b10641
https://pubs.acs.org/doi/full/10.1021/acs.jctc.6b00824
https://pubs.acs.org/doi/full/10.1021/acs.jctc.6b00824
https://www.sciencedirect.com/science/article/pii/S0005273616302474
http://pubs.acs.org/doi/abs/10.1021/acs.jpcb.6b04082
https://pubs.acs.org/doi/full/10.1021/acs.jpcb.5b09561
https://pubs.acs.org/doi/full/10.1021/acs.jpcb.5b09561
https://pubs.acs.org/doi/full/10.1021/acs.jpcb.5b09552
https://pubs.acs.org/doi/full/10.1021/acs.jpcb.5b09552
https://www.researchgate.net/profile/Mangesh_Chaudhari/publication/283029624_Dielectric_Properties_of_Ethylene_Carbonate_and_Propylene_Carbonate_Using_Molecular_Dynamics_Simulations/links/562a957e08ae22b17031d9a4/Dielectric-Properties-of-Ethylene-Carbonate-and-Propylene-Carbonate-Using-Molecular-Dynamics-Simulations.pdf
https://www.researchgate.net/profile/Mangesh_Chaudhari/publication/283029624_Dielectric_Properties_of_Ethylene_Carbonate_and_Propylene_Carbonate_Using_Molecular_Dynamics_Simulations/links/562a957e08ae22b17031d9a4/Dielectric-Properties-of-Ethylene-Carbonate-and-Propylene-Carbonate-Using-Molecular-Dynamics-Simulations.pdf
https://www.sciencedirect.com/science/article/pii/S0022283615003575
https://pubs.acs.org/doi/full/10.1021/acs.jpcb.5b03050
https://pubs.acs.org/doi/full/10.1021/acs.jctc.5b00357
https://pubs.acs.org/doi/full/10.1021/acs.jctc.5b00357
http://jes.ecsdl.org/content/162/9/A1927.short
http://jes.ecsdl.org/content/162/9/A1927.short
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Mason, PE; Ansell, S; Neilson, GW; and SB Rempe. 2015. Neutron scattering studies of the hydration structure of 

Li+(aq). J Phys Chem B. 119:2003-9. 

 

Rogers, DM; Kent, M; and SB Rempe. 2015. Molecular basis of host-membrane association for the Dengue virus 

envelope protein. Biochim. Biophys. Acta-Biomembranes 1848:1041-52. 

https://pubs.acs.org/doi/full/10.1021/jp511508n
https://pubs.acs.org/doi/full/10.1021/jp511508n
https://www.sciencedirect.com/science/article/pii/S0005273614004544
https://www.sciencedirect.com/science/article/pii/S0005273614004544
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2010-2014 
 

Chaudhari, MI; Sabo, D; LR Pratt; and SB Rempe. 2014. Hydration of Kr(aq) in dilute and concentrated solutions. 

J. Phys. Chem. B 119:9098-9102 (invited Branka Ladanyi Festschrift). 

 

Fu, Y; Li, B; Jiang, Y-B; Dunphy, DR; Tsai, A; Tam, S-Y; Li, B; Fan, H; Zhang, H; Rogers, DM; Rempe, SB, Atanassov, 

P; Cecchi, JL; and CJ Brinker. 2014. Atomic layer deposition of L-alanine polypeptide. J. Am. Chem. Soc. 136:15821-24. 

 

Andersen, M; Rogers, DM; Mai, J; Schudel, B; Hatch, A; Rempe, SB; and A Mani. 2014. Spatiotemporal pH dynamics in 

concentration polarization near ion-selective membranes. Langmuir 30:7902-12. 

 

Chan, WK; Lorenzi, PL; Anishkin, A; Purwaha, P; Rogers, DM; Sukharev, S; Rempe, SB; and JN Weinstein. 2014. The 

glutaminase activity of L-asparaginase is not required for anticancer activity against ASNS-negative cells. Blood 

123:3596-3606. 

 

Leung, K; Rempe, SB; Foster, ME; Ma, Y; Martinez del la Hoz, J; Sai, N and PB Balbuena. 2014. Modeling 

electrochemical decomposition of fluorethylene carbonate on silicon anode surfaces in lithium ion batteries. J. 

Electrochem. Soc. 161:A213-21. 

 

Rossi, M; Tkatchenko, A; Rempe, SB; and S Varma. 2013. The role of methyl-induced polarization in ion binding. Proc. 

Natl. Acad. Sci. USA 110:12978-83. 

 

Sabo, D.; Jiao, D.; Varma, S.; Pratt, LR and SB Rempe. 2013. Case study of Rb+(aq), quasi-chemical theory of ion 

hydration, and the no split occupancies rule. Ann. Rep. Prog. Chem., Sect C: Phys. Chem. 109:266 (commissioned by the 

Royal Society of Chemistry, UK). 

 

Jiao, D; and SB Rempe. 2012. Combined DFT and continuum calculations of pKa in carbonic anhydrase. 

Biochem. 51:5979-89. 

 

Rogers, DM; and SB Rempe. 2012. Reply to "Comment on 'Probing the thermodynamics of competitive ion binding 

using minimum energy structures.'" J. Phys. Chem. B 116:7994-995. 

 

Rogers, DM; and SB Rempe. 2012. Irreversible thermodynamics. J. Phys.: Conf. Ser. 401:012014. 

 

Varma, S; Rogers, DM; Pratt, LR; and SB Rempe. 2011. Design principles for K+ selectivity in membrane transport. J. 

Gen. Physiol. (Perspectives on Ion Selectivity) 137:479-88 (invited). 

 

Alam, TM; Hart, D; and SLB Rempe. 2011. Computing the 7Li NMR chemical shielding of hydrated Li+ using cluster 

calculations and time-averaged configurations from ab initio molecular dynamics simulations. Phys. Chem. Chem. Phys. 

13:13629 (back cover). 

 

Jiao, D; and SB Rempe. 2011. CO2 solvation free energy using quasi-chemical theory. J. Chem. Phys. 134:224506-17. 
 

Rogers, DM; and SB Rempe. 2011. Probing the thermodynamics of competitive ion binding using minimum energy 

structures. J. Phys. Chem. B 115:9116-9129. 

 

Rogers, DM; Beck, TL; and SB Rempe. 2011. An information theory approach to nonlinear, non-equilibrium 

thermodynamics. J. Statistical Phys. 145:385-409 (invited). 

 

Jiao, D; Leung, K; Rempe, SB; and TM Nenoff. 2011. First principles calculations of atomic nickel redox potentials and 

dimerization free energies: A study of metal nanoparticle growth. J. Chem. Theory Comput, 7:485-495. 

https://pubs.acs.org/doi/full/10.1021/jp508866h
https://pubs.acs.org/doi/full/10.1021/ja5043403
https://pubs.acs.org/doi/full/10.1021/la5014297
https://pubs.acs.org/doi/full/10.1021/la5014297
http://www.bloodjournal.org/content/bloodjournal/early/2014/03/21/blood-2013-10-535112.full.pdf?sso-checked=true
http://www.bloodjournal.org/content/bloodjournal/early/2014/03/21/blood-2013-10-535112.full.pdf?sso-checked=true
http://jes.ecsdl.org/content/161/3/A213.short
http://jes.ecsdl.org/content/161/3/A213.short
http://www.pnas.org/content/pnas/early/2013/07/17/1302757110.full.pdf
http://pubs.rsc.org/en/content/articlelanding/2013/pc/c3pc90009f/unauth#!divAbstract
http://pubs.rsc.org/en/content/articlelanding/2013/pc/c3pc90009f/unauth#!divAbstract


6 | B a c k t o T o p   

Varma, S; and SB Rempe. 2010. Multi-body effects in ion binding and selectivity. Biophys. J. 99:3394. 

 

Asthagiri, D; Dixit, PD; Merchant, S; Paulaitis, M; Pratt, LR; Rempe, SB; and S Varma. 2010. Ion selectivity from local 

configurations of ligands in solutions and ion channels. Chem. Phys. Lett. (Frontiers Article) 485:1-7 (invited, cover, 

dedicated feature on journal website). 

 

Rempe, SB; and K Leung. 2010. Response to "Comment on 'Ab initio molecular dynamics calculation of ion hydration 

free energies' [JCP 133, 047103 (2010)]." J. Chem. Phys. 133:047104. 

 

Davis, RW; Aaron, JS; Rempe, SL; and JA Timlin. 2010. Fluorescence fluctuation analysis of mixed chromophores from 

a line-scanning hyperspectral imaging system. Proc. SPIE 7570 (757002):1-11. 

 

Lorenz, CD; Tsige, M; Rempe, SB; Chandross, M; Stevens, MJ; Grest, GS. 2010. Simulation study of the silicon oxide 

and water interface. J. Comput. Theor. Nanosci. 7(12):2586-2601 (invited). 

 

Clawson, JS; Leung, K; Cygan, RT; Alam, TM; and SB Rempe. 2010. Ab initio study of hydrogen storage in water 

clathrates. J. Comput. Theor. Nanosci. 7(12):2602-2606 (invited). 

https://www.sciencedirect.com/science/article/pii/S0006349510011665
https://www.ncbi.nlm.nih.gov/pmc/articles/PMC3674792/
https://www.ncbi.nlm.nih.gov/pmc/articles/PMC3674792/
https://aip.scitation.org/doi/full/10.1063/1.3456167
https://aip.scitation.org/doi/full/10.1063/1.3456167
https://www.researchgate.net/profile/Susan_Rempe/publication/233528489_Simulation_Study_of_the_Silicon_Oxide_and_Water_Interface/links/5633b80608ae758841121a18.pdf
https://www.researchgate.net/profile/Susan_Rempe/publication/233528489_Simulation_Study_of_the_Silicon_Oxide_and_Water_Interface/links/5633b80608ae758841121a18.pdf
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2005 - 2009 
 

Leung, K; and SB Rempe. 2009. Ion rejection by nanoporous membranes in pressure-driven molecular dynamics 

simulations. J. Comput. Theor. Nanosci. 6:1948-1955 (invited). 

 

Leung, K; Rempe, SB; and A von Lilienfeld. 2009. Ab initio molecular dynamics calculation of ion hydration free 

energies. J. Chem. Phys. 130 (20):204507-18. 

 

Rempe, SB; Mattsson, TR; Leung, K. 2008. On 'the complete basis set limit' and plane-wave methods in first-principles 

simulations of water. Phys. Chem. Chem. Phys. (Communication) 10:4685-87. 

 

Varma, S; and SB Rempe. 2008. Structural transitions in ion coordination driven by changes in competition for 

ligand binding. J. Am. Chem. Soc. 130 (56):15405-15419. 

 

Cygan, RT; Brinker, CJ; Nyman, M; Leung, K; and SB Rempe. 2008. A molecular basis for advanced materials in water 

treatment. Mater. Res. Soc. Bulletin 33:42-47 (invited). 

 

Varma, S; Sabo, D; and SB Rempe. 2008. K+/Na+ selectivity in K-channels and valinomycin: Over-coordination 

versus cavity-size constraints. J. Molec. Biol. 376:13-22. 

 

Sabo, D; Varma, S; Martin, MG; and SB Rempe. 2008. Studies of the thermodynamic properties of hydrogen in bulk 

water. J. Phys. Chem. B 112:867-876. 

 

Whitfield, T; Varma, S; Harder, E; Lamoureux, G; Rempe, SB; and B Roux. 2007. Theoretical study of aqueous 

solvation of K+ comparing ab initio, polarizable, and fixed-charge models. J. Chem. Theor. Comput. 3(6):2068-2082. 

 

Varma, S; and SB Rempe. 2007. Tuning ion coordination architectures to enable selective partitioning. Biophys. J. 

93:1093- 1099. (accompanied by New and Notable). 

 

Varma, S; and SB Rempe. 2006. Coordination numbers of alkali metal ions in aqueous solution. Biophys. Chem. 124:192- 

199 (invited). 

 

Leung, K; and SB Rempe. 2006. Ab initio rigid water: Effect on water structure, ion hydration, and thermodynamics. 

Phys. Chem. Chem. Phys. 8:2153-2162. 

 

Leung, K; Rempe, SB, et al. 2006. Density functional theory and DFT+U study of transition metal porphines adsorbed on 

Au (111) surfaces and effects of applied electric fields. J. Am. Chem. Soc. 128:3659-3668. 

 

Sabo, D; Rempe, SB; Greathouse, JA; and MG Martin. 2006. Molecular studies of the structural properties of hydrogen gas 

in bulk water. Molecular Simulation 32:269-278 (invited). 

 

Leung, K; Rempe, SB; and CD Lorenz. 2006. Salt permeation and exclusion in hydroxylated and functionalized silica 

pores. Phys. Rev. Lett. 96:095504. 

 

Jakobsson, E; Aluru, N; Bayley, H; Brinker, J; Feller, S; Rempe, S, Roux, B, Saraniti, M; Scott, HL; and Zhu, X. 2006. 

The national center for the design of biomimetic nanoconductors. Nanomed.: Nanotech., Biol., Med. 2.4:289-290. 

 

Leung, K; and SB Rempe. 2005. Ab initio molecular dynamics study of glycine intramolecular proton transfer in water. J. 

Chem. Phys. 122:184506-18. 

https://www.ncbi.nlm.nih.gov/pmc/articles/PMC2835361/
https://www.ncbi.nlm.nih.gov/pmc/articles/PMC2835361/
https://aip.scitation.org/doi/full/10.1063/1.3137054
https://aip.scitation.org/doi/full/10.1063/1.3137054
https://pubs.acs.org/doi/full/10.1021/ja803575y
https://pubs.acs.org/doi/full/10.1021/ja803575y
https://www.ncbi.nlm.nih.gov/pmc/articles/PMC2390915/
https://www.ncbi.nlm.nih.gov/pmc/articles/PMC2390915/
https://pubs.acs.org/doi/full/10.1021/jp075459v
https://pubs.acs.org/doi/full/10.1021/jp075459v
https://pubs.acs.org/doi/full/10.1021/ct700172b
https://pubs.acs.org/doi/full/10.1021/ct700172b
https://www.sciencedirect.com/science/article/pii/S0006349507713681
https://www.sciencedirect.com/science/article/pii/S000634950771367X
https://pubs.acs.org/doi/full/10.1021/ja056630o
https://pubs.acs.org/doi/full/10.1021/ja056630o
https://www.researchgate.net/profile/Dubravko_Sabo/publication/239243810_Molecular_studies_of_the_structural_properties_of_hydrogen_gas_in_bulk_water/links/5533ba9d0cf20ea0a07535ff.pdf
https://www.researchgate.net/profile/Dubravko_Sabo/publication/239243810_Molecular_studies_of_the_structural_properties_of_hydrogen_gas_in_bulk_water/links/5533ba9d0cf20ea0a07535ff.pdf
https://journals.aps.org/prl/abstract/10.1103/PhysRevLett.96.095504
https://journals.aps.org/prl/abstract/10.1103/PhysRevLett.96.095504
https://aip.scitation.org/doi/full/10.1063/1.1885445
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2004 and Earlier 
 

Leung, K; and SB Rempe. 2004. Ab initio molecular dynamics study of formate ion hydration. J. Am. Chem. 

Soc.126:1285-1289. 

 

Rempe, SB; Asthagiri, D and LR Pratt. 2004. Inner shell definition and absolute hydration free energy of K+(aq) on 

the basis of quasi-chemical theory and ab initio molecular dynamics. Phys. Chem. Chem. Phys. 6:1966-1969. 

 
Asthagiri, D; Pratt, LR; Paulaitis, ME; and SB Rempe. 2004. Hydration structure and free energy of biomolecularly 

specific aqueous dications, including Zn2+ and first transition row metals. J. Am. Chem. Soc. 126:344-351. 

 

Ashbaugh, HS; Asthagiri, D; Pratt, LR and SB Rempe. 2003. Hydration of krypton and consideration of clathrate models 

of hydrophobic effects from the perspective of quasi-chemical theory. Biophys. Chem. 105:323-338. 

 

Tsige, M; Soddemann, T; Rempe, SB; Grest, GS; Kress, JD; Robbins, MO; Sides, SW; Stevens, MJ; and E. Webb. 2003. 

Interactions and structure of poly(dimethyl-siloxane) at silicon dioxide surfaces. J. Chem. Phys. 118:5132-42. 
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